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STRUCTURE ACTIVITY TEAM REPORT  04-14-95 [ ]
CASE NUMBERS: P95-0979, 0980, and 0981
RELATED CASES:
0979: c’so: | B

0981:

CONCLUSIONS/DISCUSSIONS

TYPE OF CONCERN: HEALTH ECOTOX

LEVEL OF CONCERN:0979 2-3 2
0980 2=3 2
0981 2-3 3

KEYWORDS: LIVER, LUNG, DEVEL, UNCERT (SENS-CARDIAC, NEURO),
AQUATOX (A,C)

SUMMARY OF ASSESSMENT:

FATE: Water solubility is dispersible; 1log K, = x.x (0979),
Xx.X (0980), x.x (0981) via (CLOGP for free acid), and 3.7 (0979),
4,9 (0980), >7.0 (0981) via (SRC for free acid); 1low sorption;
POTW removal = [} vapor pressure < 10E-6 torr; ultimate
biodegradation > months.

HEALTH: Absorption poor thru skin based on analogs; 0979 good
thru GI, but 0980 and 0981 moderate thru GI based on analogs;
and good thru lungs based on physical/chemical properties;
submitted test data for an analog:

q were rat acute oral LD > 60 mg/kg and liver toxicity
at 12 mg/kg; rabbit acute dermal ALD = 130 mg/kg; rat acute

inhalation (6h/d/14d) test reported liver toxicity > 5 ppb; rat
14-d oral toxicity test reported liver toxicity at 0.6 mg/kg/d;
and dog acute oral reported liver toxicity at 4 mg/kg; concern
for liver toxicity based on concern for developmental

toxicity based on F ; concern for lung
toxicity if inhaled due to surfactancy; uncertain concern for

cardiac sensitization and neurotoxicity; no concern for
oncogenicity;

moderate-high concern.

All exposures to humans: inhalation, dermal, ingestion, drinking
water;

ECOTOX: 0979: Predicted toxicity values are:
fish 96-h LC50 200.0 mg/L
daphnid 48-h LC50 30.0 mg/L
green algal 96-h ECSO0 10.0 mg/L
fish Chronic Value (ChvV) 20.0 mg/L
daphnid ChvVv 3.0 ng/L
algal ChvVv 1.0 mg/L
based on SARs for

pH 7, hardness <180.0 mg/L as CaCOs;;
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moderate concern;
concern concentration (CC) = 0.100

0980: Predicted toxicity values are:

fish 96-h LC50 < 60.0
daphnid 48-h LC50 < 3.0
green algal 96-h EC50 < 12.0
fish Chronic Value (ChVv) < 6.0
daphnid ChvVv < 0.300
algal ChVv < 1.0

based on SARs for

pH 7, hardness <180.0 mg/L as CaCOs;
moderate concern;

concern concentration (CC) = 0.030

0981: Predicted toxicity values are:

fish 96-h LC50 < 11.0
daphnid 48-h LC50 < 0.300
green algal 96-h ECSO0 < 30.0
fish Chronic Value (ChvV) < 1.0
daphnid ChvV < 0.030
algal Chv < 3.0

based on SARs for

pH 7, hardness <180.0 mg/L as CaCOj;
high concern;

concern concentration (CC) = 0.003
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FEB SAT REPOR

Chemical Name:

PMN: P-95-0979 - : CAS RN:

IN):

Use:. mical intermediate

Formula: j; Wt

Mol Weight: t%<500: Wt%<1000

MP: : BP: VP: < 0.000001
H20 Sol (g/L): Dispersive||Physical State: Log P:

Endpoint (mg/L) Est. Value Meas. Value Comments

Fish 96-h 200

Daphnid 48-h 013

Algal 96-h o

Fish ChV 30

Daphnid ChV 0. C2

Algal ChV 5.0

BCF

CHEMICAL CLASS: SAR:

ECOTOX CONCERN @ M L |CONCERN CONCENTRATION 0. 002

DATE 4-(4-95

ASSESSOR: AK /G




EEB SAT REPORT

Formula: :
Mol Weight: t%<500: Wt%<1000
MP: BP: VP: < 0.000001
H20 Sol (g/L): Dispersive||Physical State: Solid|Log P:
Endpoint (mg/L) Est. Value Meas. Value - Comments
Fish 96-h to.0
Daphnid 48-h 063
Algal 96-h 2.0
Fish ChV 9.0
Daphnid ChV ¢.cd0s5
Algal ChV ¢ 0
BCF
CHEMICAL CLASS s
ECOTOX CONCERN [ (H)| M | L |CONCERN CONCENTRATION 0. 00l
DATE Y -t4.95 ASSESSOR: AK /G e
i
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EEB SAT REPORT

Chemical Name:

§PMN: P-95-0981 L.

Use:

. Chemical intermediate

Formula:

Mol Weight: t%<500: Wt%<1000

MP: BP: VP: < 0.000001
H20 Sol (g/L): Dispersivel|Physical State: Solid{Log P:

Endpoint (mg/L) Est. Value Meas. Value ‘Comments

Fish 96-h i{.0

Daphnid 48-h .00

Algal 96-h 30.0

Fish ChV 2.0

Daphnid ChV 0.col

Algal ChV I5.0

BCF

CHEMICAL CLASS: SAR: _
ECOTOX CONCERN | (B)| M CONCERN CONCENTRATION ©.00]
DATE y_iq- 45 ASSESSOR: AK /6-C
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